As a part of our continuing study of 5-(4-fluorophenyl)-3-methylsulfanyl-1-benzofuran derivatives containing 4-fluorophenyl (Choi et al., 2011a), phenyl (Choi et al., 2011b) substituents in 2-position, we report here the crystal structure of the title compound which crystallizes with two symmetrically independent molecules, A & B, in the asymmetric unit.
The asymmetric unit of the title compound, C 22 H 17 FOS, contains two independent molecules (A and B) . The dihedral angles between the benzofuran ring systems [r.m.s. deviations of 0.026 (1), 0.004 (1) and 0.003 (1) Å , respectively, for molecule A, and 0.002 (1), 0.004 (1) and 0.005 (1) Å for B] and the pendant 4-fluorophenyl and 4-methylphenyl rings are 39.48 (4) and 30.86 (5) , respectively, for molecule A, and 33.34 (6) and 20.99 (8) for B. In the crystal, molecules are linked by weak C-HÁ Á ÁF and C-HÁ Á Á interactions, resulting in a three-dimensional network.
Related literature
For background information and the crystal structures of related compounds, see: Choi et al. (2011a,b) .
Experimental
Crystal data Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.114 S = 1.03 7388 reflections 454 parameters H-atom parameters constrained Á max = 0.33 e Å À3 Á min = À0.37 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C15-C20 4-methylphenyl ring Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) and DIAMOND (Brandenburg, 1998); software used to prepare material for publication: SHELXL97.
Figure 1
The molecular structure of the title compound with the atom numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. H atoms are presented as small spheres of arbitrary radius. supplementary materials sup-3 Acta Cryst. (2014) . E70, o258
Figure 2
A view of the C-H···F interactions (dotted lines) in the crystal structure of the title compound. H atoms nonparticipating in hydrogen-bonding were omitted for clarity. [Symmetry codes: (i) x, y -1, z (ii) -x, y -1/2, -z + 1/2 (iii) x, y + 1, z; (v) -x, y + 1/2, -z + 1/2.] supplementary materials sup-4 Acta Cryst. (2014) . E70, o258 (vii) x, -y + 1/2, z + 1/2.] 
5-(4-Fluorophenyl)-2-(4-methylphenyl)-3-methylsulfanyl-1-benzofuran
where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max = 0.001 Δρ max = 0.33 e Å −3 Δρ min = −0.37 e Å −3 Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.37299 (2) 0.21067 (4) 0.29473 (2) 0.02650 (11) F1 0.06413 (7) 0.84290 (10) 0.44228 (7) 0.0486 (3) (8) 0.0012 (7) 0.0007 (7) −0.0032 (7) C5 0.0250 (9) 0.0325 (9) 0.0304 (9) 0.0001 (7) 0.0072 (7) −0.0045 (7) C6 0.0288 (9) 0.0295 (9) 0.0294 (9) −0.0024 (7) 0.0083 (7) −0.0007 (7) C7 0.0260 (9) 0.0239 (8) 0.0255 (8) 0.0020 (6) 0.0024 (7) −0.0014 (6) C8 0.0223 (8) 0.0262 (8) 0.0237 (8) 0.0010 (6) 0.0031 (7) 0.0008 (6) C9 0.0259 (9) 0.0284 (9) 0.0241 (8) 0.0029 (7) 0.0039 (7) −0.0034 (7) C10 0.0257 (9) 0.0336 (10) 0.0347 (9) 0.0004 (7) 0.0012 ( 0.0259 (9) 0.0297 (9) 0.0322 (9) 0.0016 (7) 0.0044 (7) −0.0006 (7) C15 0.0276 (9) 0.0237 (8) 0.0226 (8) 0.0024 (7) 0.0038 (7) 0.0025 (6) C16 0.0284 (9) 0.0252 (8) 0.0288 (9) −0.0007 (7) 0.0045 (7) 0.0014 (7) C17 0.0271 (9) 0.0305 (9) 0.0286 (9) 0.0037 (7) 0.0056 (7) 0.0025 (7) C18 0.0352 (9) 0.0248 (8) 0.0233 (8) 0.0058 (7) 0.0050 (7) 0.0031 (7) C19 0.0350 (10) 0.0237 (8) 0.0240 (8) −0.0019 (7) 0.0027 (7) 0.0010 (7) C20 0.0256 (8) 0.0274 (9) 0.0263 (8) −0.0003 (7) 0.0033 (7) 0.0011 (7) 0.0504 (7) 0.0216 (5) 0.0580 (7) −0.0052 (5) 0.0193 (6) −0.0003 (5) O2 0.0250 (6) 0.0221 (6) 0.0318 (6) −0.0013 (4) 0.0056 (5) −0.0007 (5) C23 0.0267 (9) 0.0274 (9) 0.0271 (8) −0.0001 (7) 0.0048 (7) −0.0018 (7) C24 0.0245 (8) 0.0268 (9) 0.0251 (8) 0.0006 (7) 0.0023 (7) −0.0012 (7) C25 0.0252 (8) 0.0237 (8) 0.0269 (8) 0.0012 (6) 0.0036 (7) −0.0022 (7) C26 0.0240 (8) 0.0233 (8) 0.0230 (8) −0.0007 (6) −0.0007 (7) −0.0014 (6) C27 0.0239 (8) 0.0271 (9) 0.0295 (9) −0.0015 (7) 0.0050 (7) −0.0019 (7) C28 0.0257 (9) 0.0247 (9) 0.0321 (9) 0.0026 (7) 0.0054 (7) −0.0035 (7) C32 0.0257 (9) 0.0262 (9) 0.0259 (8) 0.0012 (7) 0.0040 (7) 0.0002 (7) C33 0.0282 (9) 0.0243 (8) 0.0303 (9) 0.0019 (7) 0.0038 (7) −0.0054 (7) C34 0.0269 (9) 0.0213 (8) 0.0387 (10) −0.0021 (7) 0.0033 (8) 0.0021 (7) C35 0.0261 (9) 0.0307 (9) 0.0283 (9) −0.0012 (7) 0.0059 (7) 0.0024 (7) C36 0.0240 (8) 0.0269 (8) 0.0250 (8) 0.0012 (7) 0.0026 (7) −0.0027 (7) C37 0.0226 (8) 0.0267 (8) 0.0248 (8) −0.0005 (6) −0.0005 (7) 0.0014 (7) C38 0.0336 (10) 0.0313 (9) 0.0282 (9) −0.0034 (7) 0.0028 (8) −0.0047 (7) C39 0.0337 (10) 0.0392 (10) 0.0286 (9) −0.0036 (8) 0.0075 (8) 0.0011 (8) C40 0.0300 (9) 0.0298 (9) 0.0316 (9) −0.0020 (7) 0.0005 (7) 0.0068 (7) C41 0.0346 (10) 0.0250 (9) 0.0413 (10) 0.0013 (7) 0.0063 (8) −0.0005 (8) C42 0.0282 (9) 0.0280 (9) 0.0320 (9) 0.0012 (7) 0.0076 (7) 0.0010 (7) C43 0.0476 (12) 0.0358 (11) 0.0505 (12) −0.0039 (9) 0.0120 (10) 0.0113 (9) C44 0.0317 (10) 0.0470 (12) 0.0538 (13) 0.0058 (9) 0.0065 (9) −0.0034 (10) Geometric parameters (Å, º) S1-C1 1.7586 (17) S2-C23 1.7623 (18) S1-C22 Hydrogen-bond geometry (Å, º) Cg1 is the centroid of the C15-C20 4-methylphenyl ring Symmetry codes: (i) x, y−1, z; (ii) −x, y−1/2, −z+1/2; (iii) x, y+1, z; (iv) x, −y+1/2, z−1/2.
